Key indicators: single-crystal X-ray study; T = 301 K; mean (C-C) = 0.003 Å; R factor = 0.038; wR factor = 0.104; data-to-parameter ratio = 16.6.
Related literature
For details of the synthesis, see: Li et al. (2006) . For applications of pyrazolo[1,5-a]pyrimidines as pharmacophores or building blocks in anti-tumor drug design, see: Li et al. (2006) ; Di Grandi et al. (2009) ; Powell et al. (2007) ; Gopalsamy et al. (2005) . Table 1 Hydrogen-bond geometry (Å , ).
Experimental
Symmetry codes: (i) Àx þ 2; Ày þ 1; Àz; (ii) x À 1; Ày þ 1 2 ; z þ 1 2 .
Data collection: SMART (Bruker, 1998) ; cell refinement: SAINT (Bruker, 1998) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXTL.
Figure 1
Molecular structure of the title compound showing displacement ellipsoids at the 45% probability level.
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Figure 2
Packing diagram of the title compound, viewed along the a axis. Dashed lines indicate hydrogen bonds. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
7-Chloro-5-(chloromethyl)pyrazolo[1,5-a]pyrimidine-3-carbonitrile

Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq Cl1 0.32935 (9) 0.26419 ( (7) 0.0089 (7) 0.0012 (7) C2 0.0403 (9) 0.0381 (10) 0.0398 (9) −0.0032 (8) 0.0099 (8) 0.0035 (8) C3 0.0403 (9) 0.0364 (9) 0.0376 (9) −0.0009 (7) 0.0075 (7) 0.0007 (7) C4 0.0654 (14) 0.0379 (11) 0.0676 (14) 0.0002 (10) 0.0292 (11) −0.0003 (10) C5 0.0333 (8) 0.0391 (9) 0.0341 (9) −0.0023 (7) 0.0078 (7) 0.0007 (7) C6 0.0458 (10) 0.0368 (10) 0.0458 (10) −0.0045 (8) 0.0114 (8) 0.0033 (8) C7 0.0549 (12) 0.0360 (10) 0.0527 (12) −0.0045 (9) 0.0137 (10) 0.0047 (9) C8 0.0621 (13) 0.0350 (10) 0.0612 (13) −0.0022 (9) 0.0177 (11) −0.0011 (9) Geometric parameters (Å, º) 
